Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.054; wR factor = 0.133; data-to-parameter ratio = 21.4.
The asymmetric unit of the title compound, C 20 H 17 N 3 , contains two crystallographically independent molecules (A and B). In molecule A, the two benzene rings form dihedral angles of 74.12 (7) and 7.83 (7) with the pyridine ring, while in molecule B these angles are 77.48 (7) and 21.50 (7) . The seven-membered heterocyclic ring adopts a boat conformation in both molecules. In the crystal structure, each of the independent molecules forms a centrosymmetric R 2 2 (8) dimer linked by paired N-HÁ Á ÁN hydrogen bonds. The crystal structure is further stabilized by intermolecular C-HÁ Á ÁN hydrogen bonds and C-HÁ Á Á interactions.
Related literature
For bond-length data, see: Allen et al. (1987) . For general background and the biological applications of pyridodiazepine compounds, see: Landquist et al. (1984) ; Smalley et al. (1979) ; Goswami et al. (2009) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986 Table 1 Hydrogen-bond geometry (Å , ). Glazer, 1986) operating at 100.0 (1)K.
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1A 0.00559 (19) 0.37888 (7) 0.20662 (6) 0.0195 (2) N2A 0.2520 (2) 0.42903 (7) −0.00279 (6) 0.0212 (3) 0.0261 (7) 0.0216 (6) 0.0188 (6) −0.0059 (5) −0.0016 (5) −0.0008 (5) C1A 0.0167 (7) 0.0150 (6) 0.0230 (7) 0.0037 (5) −0.0004 (6) 0.0001 (5) C2A 0.0164 (7) 0.0167 (6) 0.0271 (7) 0.0025 (5) 0.0001 (6) 0.0003 (5) C3A 0.0216 (7) 0.0185 (6) 0.0261 (7) 0.0003 (6) −0.0059 (6) −0.0032 (5) C4A 0.0263 (8) 0.0215 (7) 0.0216 (7) 0.0017 (6) −0.0036 (6) −0.0016 (5) C5A 0.0190 (7) 0.0149 (6) 0.0228 (7) 0.0035 (6) −0.0011 (6) −0.0014 (5) C6A 0.0155 (7) 0.0196 (6) 0.0226 (7) 0.0013 (5) −0.0011 (6) −0.0026 (5) C7A 0.0183 (7) 0.0188 (6) 0.0194 (7) −0.0012 (6) 0.0011 (6) 0.0002 (5) C8A 0.0206 (7) 0.0251 (7) 0.0290 (8) 0.0025 (6) −0.0033 (6) −0.0049 (6) C9A 0.0251 (8) 0.0272 (8) 0.0422 (9) 0.0028 (7) 0.0018 (7) −0.0104 (7) C10A 0.0332 (9) 0.0281 (8) 0.0405 (9) −0.0039 (7) 0.0044 (8) −0.0163 (7) C11A 0.0281 (8) 0.0317 (8) 0.0330 (8) −0.0067 (7) −0.0043 (7) −0.0085 (6) C12A 0.0204 (7) 0.0237 (7) 0.0299 (8) −0.0003 (6) −0.0043 (6) −0.0026 (6) C13A 0.0188 (7) 0.0189 (6) 0.0235 (7) 0.0019 (6) −0.0016 (6) −0.0023 (5) C14A 0.0197 (7) 0.0144 (6) 0.0240 (7) 0.0020 (5) −0.0011 (6) −0.0013 (5) C15A 0.0205 (7) 0.0172 (6) 0.0228 (7) 0.0036 (6) −0.0018 (6) 0.0001 (5) C16A 0.0269 (8) 0.0267 (7) 0.0262 (8) −0.0027 (7) −0.0012 (7) −0.0019 (6) C17A 0.0376 (9) 0.0333 (8) 0.0257 (8) −0.0031 (8) −0.0036 (7) −0.0050 (6) C18A 0.0374 (9) 0.0333 (8) 0.0217 (7) 0.0016 (7) 0.0034 (7) −0.0011 (6) C19A 0.0258 (8) 0.0308 (8) 0.0277 (8) −0.0001 (7) 0.0030 (7) 0.0033 (6) C20A 0.0211 (7) 0.0242 (7) 0.0254 (7) 0.0026 (6) −0.0032 (6) 0.0006 (6) N3B 0.0332 (8) 0.0238 (6) 0.0228 (6) 0.0116 (6) −0.0083 (6) −0.0059 (5) N2B 0.0310 (7) 0.0317 (7) 0.0227 (6) 0.0113 (6) −0.0060 (6) −0.0056 (5) N1B 0.0208 (6) 0.0163 (5) 0.0210 (6) 0.0014 (5) −0.0024 (5) −0.0019 (4) C1B 0.0163 (7) 0.0203 (6) 0.0214 (7) −0.0002 (6) −0.0007 (6) −0.0013 (5) C2B 0.0192 (7) 0.0228 (7) 0.0256 (7) 0.0032 (6) −0.0026 (6) −0.0035 (6) C3B 0.0241 (8) 0.0290 (7) 0.0249 (7) 0.0059 (6) −0.0057 (6) −0.0011 (6) C4B 0.0319 (9) 0.0366 (8) 0.0199 (7) 0.0097 (7) −0.0051 (7) −0.0048 (6) C5B 0.0218 (7) 0.0213 (6) 0.0235 (7) 0.0022 (6) −0.0041 (6) −0.0025 (5) C6B 0.0189 (7) 0.0209 (6) 0.0210 (7) 0.0035 (6) −0.0014 (6) −0.0011 (5) C7B 0.0191 (7) 0.0166 (6) 0.0214 (7) 0.0031 (6) 0.0004 (6) −0.0042 (5) C8B 0.0201 (7) 0.0206 (6) 0.0264 (7) 0.0019 (6) −0.0018 (6) −0.0034 (5) C9B 0.0270 (8) 0.0277 (7) 0.0266 (8) 0.0091 (7) −0.0063 (7) −0.0031 (6) C10B 0.0374 (9) 0.0223 (7) 0.0258 (8) 0.0087 (7) 0.0008 (7) 0.0025 (6) C11B 0.0305 (9) 0.0193 (7) 0.0354 (8) −0.0026 (6) 0.0066 (7) −0.0020 (6) C12B 0.0211 (7) 0.0197 (6) 0.0297 (8) 0.0017 (6) −0.0011 (6) −0.0048 (6) C13B 0.0183 (7) 0.0181 (6) 0.0242 (7) 0.0001 (6) −0.0030 (6) 0.0011 (5) C14B 0.0187 (7) 0.0131 (6) 0.0230 (7) 0.0017 (5) −0.0024 (6) −0.0013 (5) supplementary materials sup-6 C15B 0.0209 (7) 0.0148 (6) 0.0231 (7) −0.0012 (6) −0.0025 (6) −0.0027 (5) C16B 0.0215 (7) 0.0196 (6) 0.0235 (7) 0.0010 (6) −0.0041 (6) −0.0013 (5) C17B 0.0228 (8) 0.0265 (7) 0.0267 (7) 0.0030 (6) −0.0014 (6) −0.0044 (6) C18B 0.0333 (9) 0.0318 (8) 0.0200 (7) 0.0057 (7) −0.0004 (7) −0.0031 (6) C19B 0.0320 (9) 0.0311 (8) 0.0242 (7) 0.0092 (7) −0.0078 (7) −0.0039 (6) C20B 0.0212 (7) 0.0238 (7) 0.0255 (7) 0.0048 (6) −0.0035 (6) −0.0042 (6) Geometric parameters (Å, °) 
